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Amendments to the Claims: 
This listing of claims will replace all prior versions, and listings, of claims in the application: 

Listing of Claims: 

1 . (Currently amended) A method of drug discovery and development 

comprising: 

providing a fall-rank database of interactions between a plurality of molecular 
targets and a plurality of compounds, wherein the. database comprises a set of descriptors that 
describe structural.features of the molecular targets and the compounds: 

selecting using on e or - moi^^atitbafles^mpriQinfi ohomiea t- and - biol&gical 
interaction data and one or mope - computer bosed^auv^ialyst ^- pfo g f^ ^-t ^ i de ntif y eompot a nd s 
that hav e - de^ a d - ae^ ivit y at two or more molecular targets that are associated with a disease state 
for which the drug discovery and development are directed; 

analyzing the database to identify a set of Qompound_descrjptors associated with a 
set of desired interactions withJhe two or more molecular targets: 

selecting a plurality of, candidate compounds as potential drugs to treat the disease 

representing each of the candidate compounds in terms of the descriptors. and 
identifying: the candidate compounds with the set of compou nd descriptors 
{^pqated wfrh the set of desired interactions. 

2. (CuiTently amended) The method of claim 1, wherein the drug discov e ry and 
d n .vnjnpninrit qm rtimfitari to - kfentifyi ng additional applioation a and - U fiefr ft fp luralitv of candidate 
compoundsoomp me Jaiown compounds, 

3. (Currently amended) The method of claim 1, wherein the &ug dis co ver y an d 
development are direct e d to identifying mu l t i p l e t ar gets relevant to the treatment of a specific 
disease state analvzing_step_cQmnrises reverse partitioning . 
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4. (Currently amended) The method of claim 1, wherein the drug discovery , and 
development are feeeted - to - w silico identification of - eompottftds thar dioplay pQitani o ^f^e ti y i i y 
nt rwnor mnn v mnlflpAilnr Inrgoln thnt - are - associated with a disease stnto descriptors comprise 2-D 
bond length descriptors. 

5. (Currently amended). A method of drug discovery and development 

comprising: 

providing a fall-rank database of interactions between a plurality of molecular 
targets and a plurality of compounds, wherein the database comprises a set of descriptors that 
describe structural features ofthe molecular carpets and the compounds; 

analyzing the database to identify a set of compound descriptors associated w_ith 
both m i ne ono or n re ra - databascfi comprising chemioal and biologiool i a toraQtion data and ono of 
more computer ba se d d ata ao^ yoio programa - to identify compounds that (a) have-ajiesired 
activity at one or more molecular targets that are associated with a disease state for which the 
drug discovery and development are directed and (b) de^et^^we ^n undesired activity af-bave 
s ub g t - fln t kUy^eduecd activity that is unde s ir e d at one or more molecular targets that are 
associated with poaoiblo sie teundesired therapeutics effects; toxicityracW ^ee-a^set^pt-feBT 
distribution, metaboli s m, or e lim i nation (A B MB) properties; or other properties notintended - to 
b e- nianif e [fl e d4)y^o mt^^ disease state assoc ia ted - with th e drug 

>1 « i ' j -v » r^rv ^» < 

representing: a drug candidate in terms of the descriptors; and 

deteroiiaing whether the compound contains the set of compound descriptors . 

6. (Currently amended) The method of claim 5, wherein the drug d*$eove ry - and 
davolflpmen^re - directed - to adentifying - additionaJ - app j- ie ft^^fl and use s o fcandidate is a known 
compound*. 

7. (Currently amended) The method of claim 5, wherein the «k*^^eve*y-ai«* 
develop ment are dir e cted to identifyin gl here are multiple targets relevant - to -the-tfea m^ e nt of 
aassociated with the speeifteKiisease state. 
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8. The method of claim 5, wherein the drag disoovory - nnd development offorto aro 
directed to in tiilico idom i fiofttion of compounds that display patterns of activky - oiid inactivity at 
two nr mora Tnnlecuhir Largatr , that - ore Qflsooiatod with a disease otat o undesired therapeutic effect 
is a side effect . 

9 - 37, (Canceled) 

38. (New) The method of claim 5, wherein the undesired therapeutic effect is 

toxicity. 

39. (New) The method of claim 5, wherein the undesired therapeutic effect is 
related to adsorption, distribution, metabolism, or elimination. 

40. (New) The method of claim 5, wherein the descriptors comprise 2-D bond 
length descriptors. 

4L (New) The method of claim 5, wherein the analyzing step comprises reverse 

parititioning. 
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